Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.004 Å; R factor = 0.037; wR factor = 0.101; data-to-parameter ratio = 16.1.
The title compound (systematic name: 3,5-dichloro-2-hydroxybenzaldehyde), C 7 H 4 Cl 2 O 2 , crystallizes as discrete molecules, the conformation of which may be influenced by an intramolecular hydroxy-carbonyl O-HÁ Á ÁO hydrogen bond.
Related literature
For the crystal structure of 3 0 ,5 0 -dichloroacetophenone, see: Filarowski et al. (2004) .
Experimental
Crystal data 
Data collection
Bruker SMART APEX diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.701, T max = 0.960 8436 measured reflections 1672 independent reflections 1303 reflections with I > 2(I) R int = 0.058 Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.101 S = 1.05 1672 reflections 104 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.59 e Å À3 Á min = À0.49 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2008 
Comment
The intramolecular hydrogen bonds in small molecules such as ortho-hydroxyacetopheonone and its derivatives has been extensively studied, both theoretically and crystallographically. Such compounds can exist in a keto-enol equilibrium. For 3',5'-dichloroacetophenone, geometry-optimization calculations suggest that the presence of two chlorine substituents raises the acidity of the hydroxyl proton and decreases the basicity of the carbonyl function. The O···O distance in the hydrogen bond is 2.567 (3) Å (Filarowski et al., 2004) .
The hydrogen bond in the title molecule (I) is longer with an O···O distance of 2.628 (3) Å. 3,5-Dichlorosalicylaldehyde (I) exists as a monomeric compound (Fig. 1) ; the molecule is flat and all bond dimensions are normal.
Experimental
The compound was purchased from Aldrich Chemical Company; the chemical exists as colorless prismatic crystals. The bulk chemical has a yellow color.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.95 Å) and were included in the refinement in the riding model approximation, with U(H) set to 1.2U(C). The oxygen-bound H atom was located in a difference Fourier map, and was refined with a distance restraint of O-H 0.84±0.01 Å; its temperature factor was freely refined. Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (13) 0.0038 (9) 0.0086 (12) 0.0032 (9) C5 0.0202 (14) 0.0108 (11) 0.0228 (14) −0.0024 (9) 0.0093 (12) 0.0000 (9) C6 0.0151 (13) 0.0123 (11) 0.0195 (13) −0.0004 (9) 0.0064 (11) 0.0003 (9) C7 0.0212 (14) 0.0149 (12) 0.0229 (14) −0.0029 (10) 0.0068 (12) −0.0003 (10) Geometric parameters (Å, °) 
